Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.043; wR factor = 0.099; data-to-parameter ratio = 15.5.
Related literature
For the biological activity of sulfonamides, see: Ozbek et al. (2007) ; Parari et al. (2008) ; Ratish et al. (2009) ; Selnam et al. (2001) . For related structures, see: Arshad et al. (2009) ; Gowda et al. (2007a,b,c) ; Khan et al. (2009); Haider et al.(2009) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data C 7 H 8 N 2 O 4 S M r = 216.21 Orthorhombic, P2 1 2 1 2 1 a = 4.9872 (4) Å b = 6.2814 (5) Å c = 28.557 (2) Å V = 894.60 (12) Å 3 Z = 4 Mo K radiation = 0.35 mm À1 T = 296 K 0.43 Â 0.17 Â 0.11 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.864, T max = 0.962 5964 measured reflections 2113 independent reflections 1549 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.099 S = 0.89 2112 reflections 136 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.23 e Å À3 Á min = À0.23 e Å À3 Absolute structure: Flack (1983) , 766 Friedel pairs Flack parameter: À0.02 (11) Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
2-Methyl-5-nitrobenzenesulfonamide
M. Zia-ur-Rehman, I. U. Khan, N. Naz and M. N. Arshad
Comment
Sulfonamides are familiar for their anti-HIV (Selnam et al., 2001) , anti-inflamatory (Ratish et al., 2009 ) and anti-microbial (Ozbek et al., 2007; Parari et al., 2008) activities. In continuation of our work regarding the synthesis of various sulfonamides Khan et al., 2009) , structure of 2-methyl-5-nitrobenzenesulfonamide (I) has been determined. Bond lengths and bond angles of the title molecule ( Fig. 1) are almost similar to those in the related molecules (Gowda et al., 2007a,b,c; Haider et al., 2009) and are within the normal ranges (Allen et al., 1987) . Each molecule is linked to its adjacent ones through intermolecular N-H···O hydrogen bonds forming a chain along the a axis, while each chain is linked to its neighbouring chain running in opposite direction via intermolecular N-H···O═S hydrogen bonds (Table 1 and Fig. 2 ).
Experimental
A well ground mixture of 2-methyl-5-nitrobenzenesulfonyl chloride (2.36 g, 10.0 mmol) and ammonium carbonate (10.0 g) was heated in a china dish till the complete removal of typical smell of sulfonyl chloride. Contents were cooled and washed with water followed by crystallization from methanol.
Refinement
All H atoms were identified in a difference map and then were treated as riding (C-H = 0.93 or 0.97 Å), with U iso (H) = 1.2U eq (C). The reflection '0 0 2' affected by beamstop was removed during refinement. Fig. 1 . The molecular structure of (I), with displacement ellipsoids at the 50% probability level.
Figures
supplementary materials sup-2 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
C1-C6 1.379 (4) C6-H6 0.9300 C1-C2 1.404 (4) C7-H7A 0.9600 C1-S1 1.779 (3) C7-H7B 0.9600 C2-C3 1.393 (4) C7-H7C 0.9600 C2-C7 1.499 (4) N1-O1 1.221 (3) C3-C4 1.377 (4) N1-O2 1.219 (3) C3-H3 0.9300 O4-S1 1.432 (2) C4-C5 1.370 (4) O3-S1 1.425 (2) C4-H4 0.9300 N3-S1 1.586 (3) C5-C6 1.383 (3) N3-H1N 0.83 (4) C5-N1 1.457 (4) N3-H2N 0.89 (6) Hydrogen-bond geometry (Å, °) D-H···A D-H H···A D···A D-H···A N3-H1N···O4 i 0.83 (4) 2.27 (4) 3.055 (4) 158 (3) N3-H2N···O4 ii 0.89 (6) 2.30 (6) 3.107 (4) 150 (4) N3-H2N···O3 iii 0.89 (6) 2.40 (4) 2.893 (4) 
